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Welcome to STN International 



* * * * * 



Web Page URLs for STN Seminar Schedule - N. America 
"Ask CAS" for self-help around the clock 
PROUSDDR now available on STN 

PROUSDDR: One FREE connect hour, per account, in both May 
and June 2004 

EXTEND option available in structure searching 
Polymer links for the POLYLINK command completed in REGISTRY 
FRFULL now available on STN 

New UPM (Update Code Maximum) field for more efficient patent 
SDIs in CAplus 

CAplus super roles and document types searchable in REGISTRY 
Explore APOLLIT with free connect time in June 2004 
STN Patent Forums to be held July 19-22, 2004 
Additional enzyme-catalyzed reactions added to CASREACT 
ANTE, AQUALINE, BIOENG, CIVILENG, ENVIROENG, MECHENG, 
and WATER from CSA now available on STN (R) 

NEWS EXPRESS MARCH 31 CURRENT WINDOWS VERSION IS V7 . 00A, CURRENT 
MACINTOSH VERSION IS V6.0c(ENG) AND V6 . OJc ( JP) , 
AND CURRENT DISCOVER FILE IS DATED 26 APRIL 2004 
STN Operating Hours Plus Help Desk Availability 
General Internet Information 
Welcome Banner and News Items 

Direct Dial and Telecommunication Network Access to STN 
CAS World Wide Web Site (general information) 



NEWS HOURS 
NEWS INTER 
NEWS LOGIN 
NEWS PHONE 
NEWS WWW 



Enter NEWS followed by the item number or name to see news on that 
specific topic. 

All use of STN is subject to the provisions of the STN Customer 
agreement. Please note that this agreement limits use to scientific 
research. Use for software development or design or implementation 
of commercial gateways or other similar uses is prohibited and may 
result in loss of user privileges and other penalties. 

************* stn Columbus ************** 



FILE ' HOME 1 ENTERED AT 11:36:20 ON 07 JUL 2004 

=> file registry 
COST IN U.S. DOLLARS 

FULL ESTIMATED COST 



SINCE FILE 
ENTRY 
0.21 



TOTAL 
SESSION 
0.21 



10671216 
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FILE 1 REGISTRY ' ENTERED AT 11:36:30 ON 07 JUL 2004 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2004 American Chemical Society (ACS) 

Property values tagged with IC are from the ZIC/VINITI data file 
provided by InfoChem. 

STRUCTURE FILE UPDATES: 6 JUL 2004 HIGHEST RN 705249-96-3 

DICTIONARY FILE UPDATES: 6 JUL 2004 HIGHEST RN 705249-96-3 

TSCA INFORMATION NOW CURRENT THROUGH JANUARY 6, 2004 

Please note that search-term pricing does apply when 
conducting SmartSELECT searches. 

Crossover limits have been increased. See HELP CROSSOVER for details. 

Experimental and calculated property data are now available. For more 
information enter HELP PROP at an arrow prompt in the file or refer 
to the file summary sheet on the web at: 
http : //www . cas . org/ONLINE/DBSS/registryss . html 



chain nodes : 

10 11 24 25 26 27 28 29 
ring nodes : 

1 2 3 4 5 6 7 8 9 12 13 14 15 16 17 18 19 20 21 22 23 
chain bonds : 

2-29 4-26 5-24 7-27 8-28 9-10 10-11 11-12 15-18 24-25 
ring bonds : 

1-2 1-5 1-9 2-3 3-4 4-5 5-6 6-7 7-8 8-9 12-13 12-17 13-14 14-15 15-16 

16-17 18-19 18-23 19-20 20-21 21-22 22-23 
exact/norm bonds : 

1- 2 1-5 1-9 2-3 3-4 4-5 4-26 5-6 5-24 6-7 7-8 8-9 
exact bonds : 

2- 29 7-27 8-28 9-10 10-11 11-12 15-18 24-25 
normalized bonds : 



=> 




22 
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12-13 12-17 13-14 14-15 15-16 16-17 18-19 18-23 19-20 20-21 21-22 22-23 



Match level : 

l:Atom 2:Atom 3 : Atom 4: Atom 5: Atom 6:Atom 7:Atom 8:Atom 9:Atom 10:CLASS 
11:CLASS 12:Atom 13 : Atom 14: Atom 15:Atom 16:Atom 17:Atom 18:Atom 19: Atom 
20:Atom 21:Atom 22 : Atom 23 : Atom 24:CLASS 25:CLASS 26:CLASS 27:CLASS 
28:CLASS 29:CLASS 



LI STRUCTURE UPLOADED 



= > d 11 

LI HAS NO ANSWERS 
LI STR 




Structure attributes must be viewed using STN Express query preparation. 



= > s 11 

SAMPLE SEARCH INITIATED 11:36:49 FILE 'REGISTRY' 
SAMPLE SCREEN SEARCH COMPLETED - 4 TO ITERATE 

100.0% PROCESSED 4 ITERATIONS 1 ANSWERS 

SEARCH TIME: 00.00.01 

FULL FILE PROJECTIONS: ONLINE **COMPLETE** 

BATCH * * COMPLETE * * 
PROJECTED ITERATIONS: 4 TO 200 

PROJECTED ANSWERS: 1 TO 80 



10671216 



'7/7/04 



L2 



1 SEA SSS SAM LI 



=> s 11 ful 

FULL SEARCH INITIATED 11:36:53 FILE 1 REGISTRY • 
FULL SCREEN SEARCH COMPLETED - 68 TO ITERATE 



100.0% PROCESSED 
SEARCH TIME: 00.00.01 



68 ITERATIONS 



34 ANSWERS 



L3 



34 SEA SSS FUL LI 



=> file caplus 

COST IN U.S. DOLLARS 



SINCE FILE 
ENTRY 
155.42 



TOTAL 
SESSION 
155.63 



FULL ESTIMATED COST 



FILE "CAPLUS 1 ENTERED AT 11:36:56 ON 07 JUL 2004 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2004 AMERICAN CHEMICAL SOCIETY (ACS) 



Copyright of the articles to which records in this database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
for records published or updated in Chemical Abstracts after December 
26, 1996), unless otherwise indicated in the original publications. 
The CA Lexicon is the copyrighted intellectual property of the 
American Chemical Society and is provided to assist you in searching 
databases on STN. Any dissemination, distribution, copying, or storing 
of this information, without the prior written consent of CAS, is 
strictly prohibited. 

FILE COVERS 1907 - 7 Jul 2004 VOL 141 ISS 2 
FILE LAST UPDATED: 6 Jul 2004 (2 0040706/ED) 

This file contains CAS Registry Numbers for easy and accurate 
substance identification. 



= > s 13 
L4 



1 L3 



=> d abs bib hitstr 
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* STRUCTURE DIAGRAM TOO LARGS TOR DISPLAY - AVAILABLE VIA OFPLINE PRINT • 

AB Title compds. I (Z - alkyl, n - 0 - 2; Rl-2 - H, alk(en)yl, 

(di/tri)fluoroalkyl. cycloalkyl, (hetero)aryl , etc.; R3 - H, OH, alkoxy. 
amino, sulfinyl, sulfonyl, carboxy, etc.; Het - mono-, bi- or tricyclic 
heteroarom. group of 5 - 14 atoms; R8, 10-11 - Rl, 0R1 provided that when 
the optional double bond is present. RIO is absent; R9 - H, OH. alkoxy, 
halo(alkyl); B - alkyl (oxy/thio/araino) . carboxamide, etc.; X - 0. N- when 
the double dotted line is a single bond or X - H. OH. NH- when the bond 



L4 ANSWER 1 OP 1 CAPLUS COPYRIGHT 2004 ACS on STN 



is 



II 



absent; Y - O, S, (H, H) , (H.OH). etc.; R15 is absent when the double 
dotted line represents a single bond; R15 is H. alkyl, amino or alkoxy 
when the bond is absent; R22-23 - H, alk (en/yn)yl, heterocycloalkyl, 

etc.} were prepared Over 100 synthetic examples were disclosed. E.g., 



was prepared in 4 steps and reduced to the triene (thp, Lindlar's 
catalyst, 

quinoline, 1 atm H2) and subsequently heated to give a homochiral 
Diels -Alder adduct (m-xylene, 185"C, 10 h) . Debenzylation, olefin 
reduction (i. EtOAc, 10% Pd/C, H2, 5 h; ii. MeOH, Pt02, 50 psi H2 , 2 

days) 

afforded the corresponding carboxylic acid (35% yield from II) and was 
converted to aldehyde III (CH2C12. ClCOCOCl, DMP; Pd(PPh3)4, (n-Bu)3SnH. 
0*C, 3 h) in 48% yield. Ill was coupled to substituted arylmethyl 
diethylphosphonates (THP, n-BuLi. Ti(0Pr-i>4, 0*C - room temperature) to 
afford example compds.; e.g. IV. Certain example compda. of the 
invention 

had IC50 - 1 - 1000 nM for the thrombin receptor. I are useful for the 
treatment of atherosclerosis, restenosis, hypertension, arrhythmia, etc. 

AN 2001:923791 CAPLUS 

DN 136:37526 

TI Synthesis of y-lactone-alkyl -pyridines as thrombin receptor 
antagonists 

IN Chackalamannil, Samuel; Chelliah, Mariappan; Xia. Yan 
PA Sobering Corporation, USA 
SO PCT Int. Appl., 69 pp. 

CODEN: PIXXD2 
DT Patent 
LA English 
PAN.CNT 1 

PATENT NO. KIND DATE APPLICATION NO. DATE 

PI 



WO 2001096330 
WO 2001096330 
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MARPAT 136:37526 

380893-82-3? 380893-83-4P 3B0B93-S4-5P 

380893- 95-8P 380893-99-2P 380B94-00-6P 

380894- 01-9P 380894-02-0P 360894-O3-1P 
380894-04-3P 380894-05-3P J80894-0I-4P 
380894-07-3P J80894-08-6P 380894-09-7P 
J80894-11-3P 380894-14-4P 3B0894-13-5P 
380894-1I-4P 380894-19-9P 3B0894-20-2P 
J80894-22-4P 380894-34-6P 3B06J4-35-7P 
J80894-2S-BP 380894-27-9P 3B0B94-33-CP 
380894-33-7P 380894-37-1P 380B94-40-6P 
380894-41-7P 380894-43-8P 380B94-4J-9P 
380894-73-5P 

RL: PAC (Pharmacological activity); SPN (Synthetic preparation); THU 
(Therapeutic use) ; BIOL (Biological study) ; PREP (Preparation) ; USES 
(Uses) 

(drug; synthesis of y-lactone-alkyl -pyridines as thrombin 
receptor antagonists) 
RN 380893-82-3 CAPLUS 

CN K3H) -Isobenzofuranone, 5-ethyl-4- [(15) -2- [5- (3-f luorophenyl) -2- 
pyridinyl] ethenyl] hexahydro-7a -hydroxy- 3 , 6-dimethyl- , 
(3R.3aR,4S,5R,6S.7aS) - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 
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RN 380893-83-4 CAPLUS 
CN l (3H) -Isobenzofuranone, 

5-ethylhexahydro-7a-hydroxy-3,6-dimethyl-4- 1<1E) -2- 

t5-(2-methylphenyl) -2 -pyridinyl] ethenyl] -, (3R, 3aR, 4S, 5R, 6S. 7aS) - (9CI) 
(CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 



L4 ANSWER 1 OF 1 CAPLUS COPYRIGHT 3004 ACS on STN (Continued) 

(5-phenyl -2 -pyridinyl) ethenyl] -, (3R. 3aR, 4S. 5R. 6S. 7aS) - (9CI) (CA INDEX 
NAME) 

Absolute stereochemistry- 
Double bond geometry as shown. 




RN 380893-95-8 CAPLUS 

CN 1 (3H) -Isobenzofuranone, 

5 - e thylhexahydro - 7a - hydroxy - 3 , 6 - d ime t hyl - 4 - 1 ( l E ) - 2 - 

[5-(3-methylphenyl) -2-pyridinyl] ethenyl) - , (3R, 3aR, 4S, 5R, 6S. 7aS) - (9CI) 
(CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 380893-84-5 CAPLUS 

CN 1 (3H) -Isobenzofuranone, 

5-ethylhexahydro-7a-hydroxy-3, 6 -dimethyl -4-((lE) -2- 




RN 380893-99-2 CAPLUS 

CN Benzonitrile, 2- [6- 1 (IB) -3- [ (3R, 3eR, 4S. 5R, 6S,7aS) -S-ethyloctahydro-7a- 



10671216 
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hydroxy-3 , 6 -dimethyl - l -oxo - 4 -ieobenzof uranyl ] ethenyl ) -3 -pyridinyl J - 
(CA INDEX NAME) 

Absolute stereochemiotry . 
Double bond geometry as ahown. 
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(Continued) 






RN 380894-00-8 CAPLUS 

CN Benzonitrile. 3- [6- [ (IE) -2- [ (3R, 3aR. 4S, SR. 6S, 7aS) -5-ethyloctahydro-7a- 

hydroxy-3 , 6-diraethyl-l-oxo-4-ioobenzofuranyl] ethenyl] -3-pyridinyl] - (SCI) 
(CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 



RN 380894-01-9 CAPLUS 

CN 1(3H) -Xsobenzofuranone. 

4- ( (IE) -2- (5- (3-acetylphenyl) -2 -pyridinyl] ethenyl) - 

5-ethylhexahydro-7a-hydroxy-3,6-dimethyl-, (3R. 3aR, 4S, 5R. 6S, 7aS> - 
(CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry aa shorn. 
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(Continued) 



L4 ANSWER 1 OP 1 CAPLUS COPYRIGHT 2004 ACS on STN 



RN 380894-02-0 CAPLUS 

CN 1(3H) -Zsobenzofuranone. 5-ethylhexahydro-7a-hydroxy-4 - [ (IE) -2- [5- [3- [ 1- 
(hydroxyimino) ethyl ) phenyl ) -2 -pyridinyl ) ethenyl] -3.6 -dimethyl - , 
(3R,3aR.4S.SR.6S.7aS)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 

Double bond geometry as described by E or z. 





RN 360894-03-1 CAPLUS 

CN 1(3H) -leobenzofuranone. 5-ethylhexahydro-7a-hydroxy-4- [(IE) -2- (S- (3- [l 
(methoxyi mi no) ethyl] phenyl] -2-pyridinyl J ethenyl J -3 , 6-diraethyl- , 
(3R.3aR.4S.5R.6S.7aS)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 

Double bond geometry as described by B or Z. 



E 




RN 380894-04-2 CAPLUS 

CN Benzaldehyde. 3- 16- [ (IB) -2- [ (3R,3aR,4S, SR. 6S,7aS) -5-ethyloctahydro-7a- 
hydroxy-3 . 6 -dimethyl -l -oxo- 4 -iBObenzof uranyl] ethenyl) -3-pyridinyl] - , 
1-OXime (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 

Double bond geometry as described by B or Z. 




RN 380694-05-3 CAPLUS 

CN Benzaldehyde. 3- [6- [(IE) -2- [ (3R. 3aR.4S, 5R.6S. 7aS) - 5-ethyloctahydro-7a- 

10671216 
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hydroxy- 3. 6 -dimethyl -l-oxo-4 - isobenzofuranyl] ethenyl ) -3-pyridinyl J - 
1- (O-raethyloxime) (9CI) <CA INDEX MAKE) 

Absolute stereochemiBtry. 

Double bond geometry as described by B or z. 
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RN 380894-06-4 CAPLUS 

CN Benzaldehyde. 2- [6- ((IE) -2- [ OR. 3aR, 4S, 5R,6S,7aS) - 5-ethyloctahydro-7a- 
hydroxy-3, 6 -dimethyl -l-oxo-4 -isobenzofuranyl} ethenyl] -3-pyridinyl] - , 
1-oxime (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 

Double bond geometry as described by E or z. 



E 




RN 380894-07 -5 CAPLUS 

CN Benzaldehyde, 2- (6- t (IE) -2- ( (3R, 3aR, 4S, 5R, 68, 7aS) - S-ethyloctahydro-7a- 
hydroxy- 3 , 6-dimethyl - 1 -oxo-4 -isobenzofuranyl ) ethenyl ] - 3 -pyridinyl ] - , 
l-(O-methyloxime) (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 

Double bond geometry as described by E or Z. 
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RN 380894-08-6 CAPLUS 

CN 1 (3H) -Isobenzofuranone, 5-ethylhexahydro-7a-hydroxy-4- ( (IE) -2- 15- [3- 
(hydroxyroethyl) phenyl] -2 -pyridinyl] ethenyl) -3, 6-dimethyl-, 
(3R,3aR,4S,5R,6S.7aS)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 3B0894-09-7 CAPLUS 

CN l (3H) -Isobenzofuranone, 5-ethylhexahydro-7a-hydroxy-4- ( (IE) -2- [5- [2- 
(hydroxymethyl) phenyl] -2 -pyridinyl] ethenyl] -3 , 6-dimethyl- , 
<3R.3aR.4S,5R.6S.7aS) - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 
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RN 380894-13-3 CAPLUS 

CN Benzaldehyde, 3 - [6- [ (IE) -2- ( <3R, 3aR, 4S, SR. 6S, 7aS) -S-ethyloctahydro- 7a - 
hydroxy-3, 6 -dimethyl - l-oxo-4 -isobenzofuranyl] ethenyl] -3-pyridinyl] -, 
1- (O-ethyloxime) (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 

Double bond geometry as described by E or Z. 




RN 360894-14-4 CAPLUS 

CN Benzaldehyde. 2- [6- [ (IE) -2- ( (3R, 3aR, 4S, 5R. 68, 7aS> -5-ethyloctahydro-7a- 
hydroxy-3, 6-dimethyl -l-oxo-4 -isobenzofuranyl I ethenyl J -3-pyridinyl] -. 
1- (O-ethyloxime) (9CI) (CA INDEX NAME) 

10671216 
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Absolute stereochemistry. 

Double bond geometry as described by B or Z. 




RN 380894 -15-S CAPLUS 

CN 1(3H) -Isobenzofuranone, 4- [ (IE) -2- [5- 13- [1- (ethoxyimi no) ethyl 
pyridinyl] ethenyl) -5 - ethyl hexahydro- 7a -hydroxy- 3 , 6 -dimethyl- , 
(3R,3aR,4S,5R,6S,7aS) - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 

Double bond geometry as described by E or z. 
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RN 380894-16-6 CAPLUS 
CN l (3H) -Isobenzofuranone, 
-2 - 5-ethylhexahydro-7a -hydroxy-3 . 6 -dimethyl -4 - ( (IE) -2- 

15- (3- (1-methylethyl) phenyl] -2 -pyridinyl] ethenyl) - , 
(3R,3aR,4S,5R,6S,7aS) - 

(9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 
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RN 380894-19-9 CAPLUS 
CN Ben za mi do, 

3 - [6- [(IE) -2- U3R,3aR,4S,5R,6S,7aS) -5 -ethyl octahydro- 7a -hydroxy - 

3,6 -dimethyl - 1 -oxo-4 - isobenzof uranyl] ethenyl] -3 -pyridinyl] - (9CI) (CA 
INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 
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RN 380B94-20-2 CAPLUS 

CN 1(3H) -Isobenzofuranone, 5-ethyl-4- I (IE) -2- (5- (4 -fluoro- 3 -methyl phenyl) 
pyr i d i ny 1 ] ethenyl ] hexahydro - 7 a - hydroxy -3,6 - di met hyl - , 
(3R,3aR,4S. 5R,6S,7aS) - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 380894-22-4 CAPLUS 

CN l (3H) -Isobenzofuranone. 5 -ethyl hexahydro -7a - hydroxy- 4- [ (IE) -2- [S- 12- 
(methoxymethyl) phenyl) -2 -pyridinyl] ethenyl] -3 , 6 -dimethyl - , 
(3R,3eR.4S,5R,6S.7aS) - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 
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RN 380894-24-6 CAPLUS 

CN l(3H)-Isobenzofuranone, S-ethylhexahydro-7a-hydroxy-4- { (IE) -2- [S- |2-{(2- 
methoxyethoxy) methyl) phenyl] -2-pyridinyl] ethenyl) -3 . 6 -dimethyl - . 
(3R.3aR.4S,5R.6S.7aS) - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 



L4 ANSWER 1 OP 1 CAPLUS COPYRIGHT 2004 ACS on STN (Continued) 
RN 380894-25-7 CAPLUS 

CN l (3H) -Iaobenxofuranone. 5-ethylhexahydro-7a -hydroxy-4 - ( ( IB) -2- (5- [3- (1- 
hydroxyethyl) phenyl) -2-pyridinyl] ethenyl) -3 . 6-dimethyl-. 
(3R,3aR,4S,5R.6S,7aS)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 380894-26-8 CAPLUS 
CN 1 (3H) -Iaobenxofuranone, 

4 - [ (IB) -2- 15- (2 -acetyl phenyl) -a -pyridinyl) ethenyl] - 

S-ethylhexahydro-7a-hydroxy-3 , 6-dimethyl- , (3R, 3aR. 4S, SR, 6S, 7aS) - (9CI) 
(CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 
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RN 380894-27-9 CAPLUS 

CN l (3H) -Isobenzofuranone, 5- ethylhexahydro- 7a -hydroxy-4- [ { IB) -2- [5- (2- (l- 
hydroxyethyl ) phenyl ] -2-pyridinyl] ethenyl] -3 , 6-dimethyl- , 
(3R,3aR,4S. 5R,6S,7aS) - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




L4 ANSWER 1 OP 1 CAPLUS COPYRIGHT 2004 ACS on STN (Continued) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 380894-33-7 CAPLUS 

CN l (3H) -Isobenzofuranone, 4- ( (IE) -2- [5- (5-chloro-a-methoxyphenyl) -2- 
pyridinyl] ethenyl] -5-ethylhexahydro-7a-hydroxy-3, 6-dimethyl- . 
(3R,3aR,4S,5R,6S,7aS)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 



RN 380894-32-6 CAPLUS 

CN l (3H) -Iaobenxofuranone, 5-ethylhexahydro-7a-hydroxy-4- [ (IE) -2- [5- (4- 

hydroxyphenyl) -2-pyridinyl] ethenyl] -3 ,6 -dimethyl*. (3R.3aR,4S, SR. 6S.7aS) - 
(9CI) (CA INDEX NAME) 
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L4 ANSWER 1 OP 1 CAPLUS COPYRIGHT 20O4 ACS on STN (Continued) 




RN 380894-37-1 CAPLUS 
CN 1 (3H) -Isobenzofuranone, 

5-ethyl-4- [(IB) -2- (5- (5- f luoro-2-methoxyphenyl) -2- 

pyri di ny 1 ] e thenyl ] hexahydro - 7« - hydroxy - 3 , 6 - d ime thyl - , 
(3R.3aR.4S,5R.6S,7aS>- (9CI) {CA INDEX NAME) 

Absolute stereochemistry. 
Double bend geometry as shown. 




L4 ANSWER 1 OP 1 CAPLUS COPYRIGHT 2004 ACS on STN (Continued) 
RN 360894-40-6 CAPLUS 

CN 1 (3H) -Isobenzofuranone. 5-ethylhexahydro-7a-hydroxy-4 - ( (IB) -2- [S- [2- (1- 
( hydroxy! mi no) ethyl] phenyl] -2-pyridinyl] ethenyl] -3, 6 -dimethyl-, 
(3R.3aR,4S,5R,6S.7aS) - (9CI) (CA INDEX NAKB) 

Absolute stereochemistry - 

Double bond geometry as described by E or Z. 




RN 380894-41-7 CAPLUS 

CN 1 (3H) -Isobenzofuranone, 5-ethylhexahydro-7a-hydroxy-4- [ (IK) -2- (5- (2- [1- 
(methoxyini no) ethyl] phenyl] -2-pyridinyl] ethenyl] -3, 6 -dimethyl-, 
(3R, 3aR,4S, SR,6S, 7aS) - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 

Double bond geometry as described by E or Z. 



L4 ANSWER 1 OP 1 CAPLUS COPYRIGHT 2004 ACS on STN (Continued) 




RN 380894-42-8 CAPLUS 

CN 1(3H) -Isobenzofuranone, 4- ((IB) -2- [5- [2- (1- (ethoxyi mi no) ethyl] phenyl] -2- 
pyridinyl] ethenyl] -5-othylhexahydro-7a-hydroxy-3, 6 -dimethyl - , 
(3R,3aR,4S,5R,6S,7aS) - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 

Double bond geometry as described by B or Z. 




L4 ANSWER 1 OF 1 CAPLUS COPYRIGHT 2004 ACS on STN (Continued) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 380894-73-5 CAPLUS 

CN l (3H) -Isobenzofuranone, 5-ethyl-4- ( (IE) -2- (5- (2-f luorophenyl) -2- 
pyridinyl J ethenyl) hexahydro -7a -hydroxy- 6- (hydroxymethyl) -3 -methyl 
<3R,3aR,4S,5S,6S,7aS) - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 



RN 380894-43-9 CAPLUS 

CN 1(3H) -Isobenzofuranone, S- ethyl hexahydro- 7a -hydroxy- 4- ( (IE) -2- (5- [3- (1- 
hydroxy- l -methylethyl ) phenyl | -2-pyridinyl] ethenyl) -3 . 6 -dimethyl - , 
(3R.3aR,4S.SR,6S,7aS>- (9CI) (CA INDEX NAME) 
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=> file uspatall 

COST IN U.S. DOLLARS SINCE FILE TOTAL 

ENTRY SESSION 

FULL ESTIMATED COST 6.83 162.46 

DISCOUNT AMOUNTS (FOR QUALIFYING ACCOUNTS) SINCE FILE TOTAL 

ENTRY SESSION 

CA SUBSCRIBER PRICE -0.74 -0.74 



FILE ' USPATFULL ' ENTERED AT 11:39:12 ON 07 JUL 2004 

CA INDEXING COPYRIGHT (C) 2004 AMERICAN CHEMICAL SOCIETY (ACS) 

FILE ' USPAT2 1 ENTERED AT 11:39:12 ON 07 JUL 2 004 

CA INDEXING COPYRIGHT (C) 2004 AMERICAN CHEMICAL SOCIETY (ACS) 

= > d 13 

YOU HAVE REQUESTED DATA FROM FILE 'REGISTRY' - CONTINUE? (Y)/N:n 



=> d his 

(FILE »HOME» ENTERED AT 11:36:20 ON 07 JUL 2004) 

FILE 'REGISTRY' ENTERED AT 11:36:30 ON 07 JUL 2004 
LI STRUCTURE UPLOADED 

L2 1 S LI 

L3 34 S LI FUL 

FILE 'CAPLUS' ENTERED AT 11:36:56 ON 07 JUL 2004 
L4 1 S L3 

FILE 'USPATFULL, USPAT2 ' ENTERED AT 11:39:12 ON 07 JUL 2004 

= > s 13 

L5 3 L3 

=> d abs bib fhitstr 



10671216 



) 

*7/7/04 



L5 ANSWER 1 OF 3 US PAT PULL on STN 

Afl Heterocyclic -substituted confounds of the formula ##STRl## 

or a pharmaceutically acceptable salt thereof, are disclosed, wherein: 
##STR2## 

wherein R.eup.10 is absent; or 
wherein R.sup.3 is absent; 

the eingle dotted line represents an optional double bond; 
the double dotted line represents an optional single bond; 
n is 0-2; 

Het is an optionally substituted mono-, bi- or tricyclic heteroaroroatic 
group; 

B is -- (CH.sub.2) .aub.n3--, wherein n.sub.3 is 0-5, --CH.sub.2- -O- - , 
--CH.sub.2S--, --CH.eub.2--NR.SUp.6--, - -C (O) NR . sup . 6- - . 
--NR.sup.fiC(O)--, »#STR3## 

optionally substituted alkenyl or optionally substituted alkynyl; 

X is --o-- or --NR. sup. 6-- when the double dotted line represents a 
single bond, or X is H, --OH or --NHR.sup.20 when the bond is absent; 

Y is .dbd.O, .dbd.s. (H, H) , (H, OH) or (H, C.sub.l-C.sub.6 alkoxy) 

when 

the double dotted line represents a single bond, or when the bond is 
absent. Y is .dbd.O, . dbd . NOR . sup . 17, (H, H) , (H, OH), (H, SH) , (H, 
C.sub. l-C.sub.6 alkoxy) or (H, substituted-amino) ; 

R. sup . 22 and R. sup. 23 are independently --OH, - -0C(0) R. sup. 30, 
oc { o) NR .aup.30R.Bup. 31, or optionally substituted alkyl, alkenyl, 
alkynyl. heterocycloalkyl, aryl, cycloalkyl, cycloalkenyl, carbonyl, 
amino, alkoxy, alkenyloxy, alkynyloxy. heterocycloalkyloxy, 
cycloalkyloxy, or cycloalkenyloxy; or R. sup. 2 2 and R. sup. 10, or 
R. sup. 23 

and R. sup. 11, can form a carbocyclic or heterocyclic ring; 

and the remaining variables are as described in the specification. 

Also disclosed are pharmaceutical compositions containing said 
compounds 

and their use as thrombin receptor antagonists and binders to 
cannabinoid receptors. 

CAS INDEXING IS AVAILABLE FOR THIS PATENT. 

AN 2004:7865 US PAT FULL 

TI Thrombin receptor antagonists 

IN Chackalamannil, Samuel, East Brunswick, NJ, UNITED STATES 

Chelliah, Mariappan V., Edison, NJ, UNITED STATES 

Xia, Yan, Edison, NJ, UNITED STATES 
PI US 2004006105 Al 20040108 



L5 ANSWER 1 OF 3 US PAT FULL on STN (Continued) 
AI US 2003-457256 Al 20030609 (10) 

RLI Division of Ser. No. US 2001-880222, filed on 13 Jun 2001, PENDING 

PRAI US 2000-211724P 20000615 (60) 

DT Utility 

PS APPLICATION 

LREP SCHERING-PLOUGH CORPORATION, PATENT DEPARTMENT (K-6-1. 1990), 2000 

GALLOPING HILL ROAD, KENILWORTH, NJ, 07033-053 0 
CLMN Number of Claims: 22 
ECL Exemplary Claim: l 
DRWN No Drawings 
LN.CNT 2197 

CAS INDEXING IS AVAILABLE FOR THIS PATENT. 
IT 380893-82-3P 

(drug; synthesis of y-lactone-alkyl -pyridines as thrombin 

receptor antagonists) 
RN 3B0B93-82-3 USPATPULL 

CN 1(3H) -Isobenzofuranone, 5 -ethyl -4- [ (IE) -2 - |5- (3-f luorophenyl) -2- 
pyridinyl] ethenyl ) hexahydro-7a-hydroxy-3 , 6 -dimethyl - , 
(3R,3aR,4S,5R,6S,7aS) - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 
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L.5 ANSWER 2 OF 3 USPATFULL on STN 

AB Heterocyclic -substituted compounds of the formula «ISTR1## 

or a pharmaceutical ly acceptable salt thereof, are disclosed, wherein: 
2 is -- (CH.8Ub.2) .sub.n--; f#STR2M 

wherein R. sup. 10 is absent; or S#STR3S8 

wherein R.sup.3 is absent; 
the single dotted line represents an optional double bond; 
the double dotted line represents an optional single bond; 
n is 0-2; 

Het is an optionally substituted mono-, bi- or tricyclic heteroaromatic 
group; 

B is --(CH.sub.2) .sub.n3--, wherein n.sub.3 is 0-5, - -CH . sub . 2- -O- - . 
--CH.8Ub.2S--, --CH.8Ub.2--NR.sup.6--. - -C (0) NR. sup . 6- - . 

--NR.8Up.6C<0) ##STR4## 

optionally substituted alkenyl or optionally substituted alkynyl; 

X is --0-- or --NR.sup.6-- when the double dotted line represents a 
single bond, or X is H, --0H or --NHR.sup.20 when the bond is absent; 

Y is -dbd.O, .dbd.S, (H, H) , (H, OH) or (H, C.sub. l-C.sub.6 alkoxy) 

when 

the double dotted line represents a single bond, or when the bond is 
absent. Y is .dbd.O, . dbd . NOR . sup . 17, (H, H) , (H, OH), (H, SH) , <H. 
C.sub. l-C.sub.6 alkoxy) or (H, subst ituted -amino) ; 

R. sup. 33 and R. sup. 23 are independently --0H, - -OC(0)R. sup. 30, 
OC(O)NR.sup.30R.sup.31, or optionally substituted alkyl, alkenyl, 
alkynyl, heterocycloalkyl, aryl, cycloalkyl, cycloalkenyl, carbonyl, 
amino, alkoxy, alkenyloxy, alkynyloxy, heterocycloalkyloxy, 
cycloalkyloxy, or cycloalkenyloxy; or R. sup. 23 and R. sup. 10, or 
R. sup. 23 

and R. sup. 11, can form a carbocyclic or heterocyclic ring; 

and the remaining variables are as described in the specification. Also 
disclosed are pharmaceutical compositions containing said compounds and 
their use as thrombin receptor antagonists and binders to cannabinoid 
receptors . 

CAS INDEXING IS AVAILABLE FOR THIS PATENT . 

AN 2002:43681 US PAT FULL 

Tl Thrombin receptor antagonists 

IN Chackalamannil, Samuel, East Brunswick, NJ, UNITED STATES 

Chelliah. Kariappan V., Edison, NJ, UNITED STATES 

Xia, Yan, Edison, NJ, UNITED STATES 
PI US 2002026050 Al 20020228 



L5 ANSWER 2 OF 3 USPATFULL on STN (Continued) 

US 6645987 B2 20031111 

AI US 2001-880222 Al 30010613 (9) 

PRAI US 2000-211724P 30000615 (60) 

DT Utility 
PS APPLICATION 

LREP S CHER I NO -PLOUGH CORPORATION, PATENT DEPARTMENT (K-6-1, 1990), 3000 

GALLOP I NO HILL ROAD, KENILMORTH, NJ. 07033-0530 
CLKN Number of Claims: 22 
ECL Exemplary Claim: 1 
DRWN No Drawings 
LN.CNT 2203 

CAS INDEXING IS AVAILABLE FOR THIS PATENT. 
IT 3»0893-B3-3P 

(drug; synthesis of y- lactone -alkyl -pyridines as thrombin 

receptor antagonists) 
RN 380893-82-3 USPATFULL 

CN l(3H)-Isobenzofuranone. 5-ethyl-4- { (IE) -2- (S- (3-f luorophenyl) -2- 
pyridinyl] ethenyl] hexahydro- 7a -hydroxy- 3, 6 -dimethyl - , 
(3R.3aR,4S.5R,6S,7aS)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




L5 ANSWER 3 OF 3 USPAT2 on STN L5 ANSWER 3 OF 3 US PAT 2 on STN 

AB Heterocyclic-substituted compounds of the formula ##STRl## 

or a pharmaceutical ly acceptable salt thereof, are disclosed. 

CAS INDEXING IS AVAILABLE FOR THIS PATENT , 
AN 2002:43681 USPAT2 

TI Nor-seco himbacine derivatives useful as thrombin receptor antagonists 
IN Chackalamannil, Samuel, East Brunswick, NJ, United States 

Chelliah, Kariappan V., Edison, NJ, United States 

Xia, Yan, Edison, NJ, United States 
PA Schering Corporation, Kenilworth, NJ, United States (U.S. corporation) 
PI US 6645987 B2 20031111 

AI US 2001-880222 20010613 <9) 

PRAI US 2000-211724P 20000615 (60) 

DT Utility 
PS GRANTED 

EXNAM Primary Examiner: Desai, Rita 
LREP Magatti, Anita W. 
CLMN Number of Claims: 14 
ECL Exemplary Claim: 1 

DRWN 0 Drawing Pigure(s); 0 Drawing Page(s) 
LN.CNT 1934 

CAS INDEXING IS AVAILABLE FOR THIS PATENT. 
IT 300B93-82-3P 

(drug; synthesis of y- lactone-alkyl -pyridines as thrombin 

receptor antagonists) 
RN 3B0893-82-3 USPAT2 

CN l(3H)-Isobenzofuranone, 5-ethyl-4- [ (IE) -2- (5- (3 -f luorophenyl) -2- 
pyridinyl) ethenyl] hexahydro- 7a -hydroxy- 3 . 6 -dimethyl - , 
(3R,3aR,4S,5R,6S.7aS) - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 
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=> logoff y 

COST IN U.S. DOLLARS 



FULL ESTIMATED COST 

DISCOUNT AMOUNTS (FOR QUALIFYING ACCOUNTS) 
CA SUBSCRIBER PRICE 
STN INTERNATIONAL LOGOFF AT 11:40:27 ON 07 JUL 2004 



SINCE FILE 
ENTRY 
20.08 



SINCE FILE 
ENTRY 
0.00 



TOTAL 
SESSION 
182.54 

TOTAL 
SESSION 
-0.74 
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Uploading C:\Stnexp4 corrupted\QUERIES\10671216 . str 
LI STRUCTURE UPLOADED 



= > d 11 

LI HAS NO ANSWERS 
LI STR 




Structure attributes must be viewed using STN Express query preparation. 



= > s 11 

SAMPLE SEARCH INITIATED 14:35:01 FILE ' REGISTRY ' 
SAMPLE SCREEN SEARCH COMPLETED - 16 TO ITERATE 



100.0% PROCESSED 16 ITERATIONS 

SEARCH TIME: 00.00.01 



2 ANSWERS 



FULL FILE PROJECTIONS: 

PROJECTED ITERATIONS: 
PROJECTED ANSWERS: 



ONL INE * * COMPLETE * * 
BATCH ** COMPLETE** 

80 TO 560 
2 TO 124 



L2 



2 SEA SSS SAM LI 



=> s 11 ful 

FULL SEARCH INITIATED 14:35:07 FILE 'REGISTRY' 
FULL SCREEN SEARCH COMPLETED - 403 TO ITERATE 
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100.0% PROCESSED 
SEARCH TIME: 00.00.01 



403 ITERATIONS 



56 ANSWERS 



L3 



56 SEA SSS FUL LI 



=> file caplus 

COST IN U.S. DOLLARS 



SINCE FILE 
ENTRY 
155 .42 



TOTAL 
SESSION 
155.63 



FULL ESTIMATED COST 



FILE 'CAPLUS' ENTERED AT 14:35:11 ON 07 JUL 2004 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2004 AMERICAN CHEMICAL SOCIETY (ACS) 



Copyright of the articles to which records in this database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
for records published or updated in Chemical Abstracts after December 
26, 1996), unless otherwise indicated in the original publications. 
The CA Lexicon is the copyrighted intellectual property of the 
American Chemical Society and is provided to assist you in searching 
databases on STN. Any dissemination, distribution, copying, or storing 
of this information, without the prior written consent of CAS, is 
strictly prohibited. 

FILE COVERS 1907 7 Jul 2004 VOL 141 ISS 2 
FILE LAST UPDATED: 6 Jul 2004 (20040706/ED) 

This file contains CAS Registry Numbers for easy and accurate 
substance identification. 



=> d abs bib fhitstr 

L4 ANSWER 1 OF 1 CAPLUS COPYRIGHT 2004 ACS on STN 
GI 



* STRUCTURE DIAGRAM TOO LARGE FOR DISPLAY - AVAILABLE VIA OFFLINE PRINT * 

AB Title compds. I [Z = alkyl, n = 0 - 2; Rl-2 = H, alk(en)yl, 

(di/tri) f luoroalkyl, cycloalkyl, (hetero) aryl , etc.; R3 = H, OH, alkoxy, 
amino, sulfinyl, sulfonyl, carboxy, etc.; Het = mono-, bi- or tricyclic 
heteroarom. group of 5 - 14 atoms; R8, 10-11 = Rl, OR1 provided that when 
the optional double bond is present, R10 is absent; R9 = H, OH, alkoxy, 
halo (alkyl); B = alkyl (oxy/thio/amino) , carboxamide, etc.; X = O, N- when 
the double dotted line is a single bond or X = H, OH, NH- when the bond is 
absent; Y = 0, S, (H,H) , (H,OH), etc.; R15 is absent when the double 
dotted line represents a single bond; R15 is H, alkyl, amino or alkoxy 
when the bond is absent; R22-23 = H, alk (en/yn) yl , heterocycloalkyl, aryl, 
etc.] were prepared Over 100 synthetic examples were disclosed. E.g., II 
was prepared in 4 steps and reduced to the triene (THF, Lindlar's catalyst, 
quinoline, 1 atm H2) and subsequently heated to give a homochiral 



=> s 13 
L4 



1 L3 
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Diels-Alder adduct (m-xylene, 185°C / 10 h) . Debenzylation, olefin 
reduction (i. EtOAc, 10% Pd/C, H2, 5 h; ii . MeOH, Pt02, 50 psi H2, 2 days) 
afforded the corresponding carboxylic acid (35% yield from II) and was 
converted to aldehyde III (CH2C12, C1COCOC1, DMF; Pd(PPh3)4, (n-Bu)3SnH, 
0°C, 3 h) in 48% yield. Ill was coupled to substituted arylmethyl 
diethylphosphonates (THF, n-BuLi, Ti(OPr-i)4, 0°C - room temperature) to 
afford example compds.; e.g. IV. Certain example compds. of the invention 
had IC50 = 1 - 1000 nM for the thrombin receptor. I are useful for the 
treatment of atherosclerosis, restenosis, hypertension, arrhythmia, etc. 

AN 2001:923791 CAPLUS 

DN 136:37526 

TI Synthesis of y- lactone -alkyl -pyridines as thrombin receptor 
antagonists 

IN Chackalamannil, Samuel; Chelliah, Mariappan; Xia, Yan 
PA Schering Corporation, USA 
SO PCT Int. Appl., 69 pp. 

CODEN: PIXXD2 
DT Patent 
LA English 
FAN.CNT 1 

PATENT NO. KIND DATE APPLICATION NO. DATE 



PI 



WO 


2001096330 


A2 


20011220 




WO 


* 2001-US19025 


20010613 






WO 


2001096330 


A3 


20020613 






















W: 


AE, 


AG, 


AL, AM, 


AT, 


AU, 


AZ, 


BA, 


BB, 


BG, 


BR, BY, 


BZ, 


CA, 


CH, 


CN, 






CO, 


CR, 


CZ, DE, 


DK, 


DM, 


DZ, 


EC, 


EE, 


ES, 


FI, GB, 


GD, 


GE, 


HR, 


HU, 






ID, 


IL, 


IN, IS, 


JP, 


KG, 


KR, 


KZ, 


LC, 


LK, 


LR, LT, 


LU, 


LV, 


MA, 


MD, 






MG, 


MK, 


MN, MX, 


MZ, 


NO, 


NZ, 


PL, 


PT, 


RO, 


RU, SE, 


SG, 


SI, 


SK, 


SL, 






TJ, 


TM, 


TR, TT, 


TZ, 


UA, 


UZ, 


VN, 


YU, 


ZA, 


AM, AZ, 


BY, 


KG, 


KZ, 


MD, 






RU, 


TJ, 


TM 


























RW: 


GH, 


GM, 


KE, LS, 


MW, 


MZ, 


SD, 


SL, 


SZ, 


TZ, 


UG, ZW, 


AT, 


BE, 


CH, 


CY, 






DE, 


DK, 


ES, FI, 


FR, 


GB, 


GR, 


IE, 


IT, 


LU, 


MC, NL, 


PT, 


SE, 


TR, 


BF, 






BJ, 


CF, 


CG, CI, 


CM, 


GA, 


GN, 


GW, 


ML, 


MR, 


NE, SN, 


TD, 


TG 






US 


2002026050 


Al 


20020228 




US 


2001-880222 


20010613 






us 


6645987 




B2 


20031111 




















EP 


1294714 




A2 


20030326 




EP 


2001-944492 


20010613 








R: 


AT, 


BE, 


CH, DE, 


DK, 


ES, 


FR, 


GB, 


GR, 


IT, 


LI, LU, 


NL, 


SE, 


MC, 


PT, 
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SI, 


LT, LV, 


FI, 


RO, 


MK, 


CY, 


AL, 


TR 












BR 


2001011991 
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20030401 




BR 


2001-11991 


20010613 






JP 


2004503551 


T2 


20040205 




JP 


2002-510472 


20010613 






NO 


2002005965 


A 


20030214 




NO 


2002-5965 


20021212 






US 


2004006105 


Al 


20040108 




US 


2003-457256 


20030609 






US 


2000 


-211724P 
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20000615 
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2001 
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A3 


20010613 
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2001 


-US19025 
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20010613 





















OS 
IT 



RN 
CN 



MARPAT 136:37526 
380894-67-7P 

RL: PAC (Pharmacological activity); RCT (Reactant) ; SPN (Synthetic 
preparation) ; THU (Therapeutic use) ; BIOL (Biological study) ; PREP 
(Preparation) ; RACT (Reactant or reagent) ; USES (Uses) 

(drug; synthesis of y-lactone-alkyl -pyridines as thrombin 

receptor antagonists) 
380894-67-7 CAPLUS 

1 (3H) -Isobenzofuranone, 6- [ (acetyloxy) methyl] -5- (2-bromoethyl) -4- [ (IE) -2- 
[5- (3-f luorophenyl) -2 -pyridinyl] ethenyl] hexahydro-3 -methyl- , 
(3R,3aS,4S,5S,6S,7aR) - (9CI) (CA INDEX NAME) 



Absolute stereochemistry. 
Double bond geometry as shown. 
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